Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.052; wR factor = 0.156; data-to-parameter ratio = 25.7.
In the title compound, C 25 H 23 NO, the indoline system is essentially planar. The molecular structure is stabilized by weak intramolecular C-HÁ Á ÁN interactions and the crystal packing is determined by intermolecular C-HÁ Á Á interactions.
Related literature
For related literature, see: Harris & Uhle (1960) ; Ho et al. (1986) ; Rajeswaran et al. (1999) ; Stevenson et al. (2000) ; Sethusankar et al. (2002) .
Experimental
Crystal data C 25 H 23 NO M r = 353.44 Triclinic, P1 a = 9.3311 (2) Å b = 9.5793 (2) Å c = 11.5736 (2) Å = 92.163 (1) = 103.192 (1) = 101.520 (1) V = 983.15 (3) Å 3 Z = 2 Mo K radiation = 0.07 mm À1 T = 293 (2) K 0.26 Â 0.20 Â 0.20 mm
Data collection
Bruker Kappa APEXII diffractometer Absorption correction: multi-scan (Blessing, 1995) T min = 0.982, T max = 0.986 25969 measured reflections 6260 independent reflections 4310 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.156 S = 0.99 6260 reflections 244 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
0.93 2.54 2.858 (2) 100
Symmetry code: (i) Àx þ 1; Ày; Àz þ 1. Cg denotes the centroid of the C20-C25 ring.
Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT and XPREP (Bruker, 2004) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2003 Weak intramolecular C-H···N and intermolecular C-H··· Cg interactions, with C5···Cg = 3.740 (2) Å, [Cg denotes centroid of C20-C25 ring] are observed in the molecular structure. In addition the packing is stabilized by van der Waals forces.
Experimental
To a solution of p-methyl phenyl magnesium bromide in dry THF, at 0°C under N 2 atm.,1-N-allyl isatin (0.0125 mol, 2.34 g), in dry THF, was added dropwise. After the complete addition, the mixture was stirred at 0°C for 1 hr and then it was stirred at room temperature for 5 hrs. On completion of the reaction, a saturated solution of NH 4 Cl was added slowly at 0°C.
The aqueous layer was extracted with ether, and the combined organic layer was extracted with ether. The crude mass was obtained., which was purified over a column of silica gel using hexane/ethyl acetate as eluent. Compound was recrystallized from methanol.
Refinement
H atoms were positioned geometrically and were treated as riding on their parent C atoms, with aromatic C-H distances of 0.93 Å, methyl C-H distances of 0.96 Å and methylene C-H distances of 0.97 Å, and with U iso (H) = 1.5U eq (C) for methyl H and 1.2U eq (C) for other H atoms. (7) 0.0470 (7) 0.0556 (7) 0.0060 (6) 0.0005 (6) 0.0122 (6) C15 0.0626 (9) 0.0476 (8) 0.0785 (10) 0.0132 (6) 0.0152 (7) 0.0224 (7) C16 0.0542 (7) 0.0368 (7) 0.0920 (11) 0.0108 (6) 0.0280 (7) 0.0023 (7) C17 0.0582 (8) 0.0462 (8) 0.0716 (9) 0.0058 (6) 0.0133 (7) −0.0137 (7) C18 0.0499 (7) 0.0470 (7) 0.0480 (6) 0.0096 (5) 0.0092 (5) −0.0022 (5) C19 0.0989 (14) 0.0380 (8) 0.1420 (19) 0.0073 (8) 0.0500 (14) 0.0009 (10) C20 0.0339 (5) 0.0404 (6) 0.0373 (5) 0.0077 (4) 0.0078 (4) 0.0079 (4) C21 0.0372 (5) 0.0475 (7) 0.0461 (6) 0.0038 (5) 0.0097 (5) 0.0032 (5) C22 0.0521 (7) 0.0519 (8) 0.0491 (7) 0.0055 (6) 0.0063 (6) −0.0046 (6) C23 0.0607 (8) 0.0625 (9) 0.0456 (7) 0.0186 (7) 0.0145 (6) 0.0007 (6) C24 0.0486 (7) 0.0701 (9) 0.0558 (7) 0.0148 (6) 0.0229 (6) 0.0056 (7) C25 0.0361 (5) 0.0550 (7) 0.0522 (7) 0.0046 (5) 0.0121 (5) 0.0027 (6) 
